. Cytotoxic activity of compounds 1-6 (IC50, M). The absolute configuration of compounds 1-4 were determined by quantum chemical TDDFT calculations of their theoretical ECD spectra. Firstly, conformational analysis of compounds 1-4 was carried out via Monte Carlo searching using molecular mechanism with MMFF force field in the Spartan 08 program. 1 In the relative energy window of 0-2 Kcal/mol, the result showed 12 lowest energy conformers for 1, 6 ones for 2, 2 ones for 3 and 4 ones for 4. The conformers were then reoptimized using DFT at the B3LYP/6-31G(d) level in vacuum in the Gaussian 09 program. 2 The B3LYP/6-31G(d) harmonic vibrational frequencies were further calculated to confirm their stability. The energies, oscillator strengths, and rotational strengths of the first about 20 electronic excitations were calculated using the TDDFT methodology at the B3LYP/6-311++G(2d,2p) level in vacuum. The ECD spectra were simulated by the overlapping Gaussian function (  0.20 eV for 1, 2, 3 and 0.3 eV for 4) , 3 in which velocity rotatory strengths of the first 22 exited states for 1, 20 exited states for 2, 23 exited states for 3 and 20 exited states for 4 were adopted. To get the conformationally averaged ECD spectra, the simulated spectra of the lowest energy conformers were averaged according to the Boltzmann distribution theory and their relative Gibbs free energy (G). 
